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Figure S1. MS/MS spectra of saturated oxo fatty acids: (a) 140PA, (b)
100PA, (c) 90PA), (d) 80PA, (e) 7TOPA, (f) 60PA, (g) 160SA, (h) 120SA,
(i) 100SA, (j) 90SA, (k) 80SA, (I) 7TOSA, (m) 60SA.
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Spectrum from 2020061 1A.wiff (sampl...-TOF MS*2 (50 - 850) from 4.254 min

Precursor: 269.2 Da grp;clz::fr%ggoggoeos wiff (sample 21) - GKE62_1...xperiment 2, -TOF MS"2 (50 - 850) from 4.538 min
100 269.135 2699134
80 1500
- 60 251.2033
E 83.0522 225.2244 ﬁ 1000
2 5
= 40 99.0826 z
|
500
20 167.1482 185.1551
127.1128 7
NI YT TR TRITIRTITINIAT muu wl‘m byl o b & {39]130 } @
100 150 200 250 v w e P =
(a) Mass/Charge, Da (b) Mass/Charge, Da
Spectrum from 20200205.wiff (sample 20) - G...ent 2, -TOF MS"2 (50 - 850) from 4.600 min Spectrum from 20200205.wiff (sample 19) - G...ment 2. -TOF MS"2 (50 - 850) from 4.552 min
Precursor: 269.2 Da Precursor: 269.2 Da
2692143 1o 2692136
3000 120
2500 100
z 2000 2 80
5 5
= 1500 = 60
1000 40
500 1250073 141.1291 2252235 20 252233
R LL 798573 1o 5% 1391118
04 | L TS
100 150 200 250 100 150 200 250
(C) Mass/Charge, Da (d) Mass/Charge, Da
SPACIIN 11061 20200205 VAN (Faiple 16) = /002, FTOF. MS'2 (00830} K 4 760 il Spectrum from 20200205.wiff (sample 17) ...t 2, -TOF MS"2 (50 - 850) from 4.871 min
: Precursor: 269.2 Da
o 2694129
1000 2512027 2693133
900 1500 4
800 2252233
700 =
g g 1000 g30513
g 500 S
o 400 251.2022 =
B 2252234 500 181.0358 99,0825
200 97.0667 113.0985 . 113-1555
95.0509 2232072 . l
153.1291 169.1601
100 129 i ;. - il |J' |
100 150 200 250 100 150 200 250
(e) Mass/Charge, Da (f) Mass/Charge, Da
Spectrum from 20200618.wiff (samp...F MS*2 (50 - 850) from 5.070 min
Precursor: 297.2 Da Spectrum from 20200205 wiff (sample ... -TOF MS"2 (50 - 850) from 5.121 min
2500 Precursor: 297.2 Da
D
297.2463 5000 | 297 4457
2000
4000 4
= 1500 .
g % 3000 4
£ 1000 =
2000 4
500 253.2561 1000 |
223.2084 > 167.1449 253.%551
— 0 ettt y .
100 150 200 250 300 100 150 200 250 200
(g) Mass/Charge, Da (h) Mass/Charge, Da
Spectrum from 2020061 1A.wiff (sampl...TOF MS”2 (50 - 850) from 5.164 min
Precursor: 297.2 Da Spactrum from 20200205 i (sarnple 27) - GKES6_IFEM_MSMS, Expasiment 2. -TOF MS'2 (50 - 850)from 5.271 min
Frecursor 297202
297.2448 0 ——
200
100
= 150 =0
g 3
£ 100 5
£ me
50 253.2548 1000
183.0135 \2‘97-1537
0 128 16816 e
6’ TR AT | STV STRPH— P BB | o 51200 211645
100 150 200 250 300 - eyl

. . 0 0 W 1A W W W A z M X M W W W W
(1) Mass/Charge, Da (]) Mass/Charge. Da



M.G. Kokotou et al.

Supplementary Material

S3

(k)

0]

Spectrum from 20200205.wiff (sample 22) - GKE65_1PPM_...MS, Experiment 2. -TOF MS"2 (50 - 850) from 5.249 min
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Intensity

6000 297.0454
5000
4000
3000
2000
2532541

1000 1110824 2252230 297.1537

570350 ez i TR0 g 1447 1831759 (‘95‘773 [B1290) e

! H L L L J

100 150 200 20 o
Mass/Charge, Da

Spectrum from 20200205 wiff (sample 16) - GKBS4. eriment 2, -TOF MS"2 (50 - 850) from 5.418 min
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Spectrum from 20200205.wiff (sample 15) -...t 2, -TOF MS"2 (50 - 850) from 5.546 min

Precursor: 297.2 Da
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Figure S1. MS/MS spectra of saturated oxo fatty acids: (a) 14OPA, (b) 100PA, (c)
90PA), (d) 80OPA, (e) 7OPA, (f) 60PA, (g) 160SA, (h) 120SA, (i) 100SA, (j) 90SA, (k)
80SA, (1) 70SA, (m) 60SA.



